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	1) Fig 1S. XIC chromatogram and  MS2 spectrum of Myricetin   peak No (1)
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	2) Fig 2S. XIC chromatogram and MS2 spectrum of 5,7,4′-Trihydroxy-3′-methoxy-flavonol peak No (2)
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	3) Fig 3S. XIC chromatogram and  MS2 spectrum of Quercetin peak No (3)
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	4) Fig 4S. XIC chromatogram and MS2 spectrum of 3,5,7-Trihydroxy-4′-methoxyflavone peak No (4)
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	5) Fig 5S. XIC chromatogram and MS2 spectrum of (+)-3, 5,7,3',4'-Pentahydroxyflavan peak No (5)
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	6) Fig 6S. XIC chromatogram and MS2 spectrum of Naringenin peak No (6)
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	7) Fig 7S. XIC chromatogram and MS2 spectrum of Apigenin Peak No (7)  
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	8) Fig 8S. XIC chromatogram and  MS2 spectrum of Luteolin Peak No (8) 
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	9) Fig 9S. XIC chromatogram and  MS2 spectrum of Catechin Peak No (9) 
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	10) Fig 10S. XIC chromatogram and MS2 spectrum of Procyanidin B2 Peak No (10) 
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	11) Fig 11S. XIC chromatogram and MS2 spectrum of Neohesperidin dihydrochalcone Peak No (11)
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	12) Fig 12S. XIC chromatogram and MS2 spectrum of Okanin 4'-O-glucoside Peak No (12)
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	13) Fig 13S. XIC chromatogram and MS2 spectrum of Quercetin 4'-glucoside Peak No (13)
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	14) Fig 14S. XIC chromatogram and MS2 spectrum of Acacetin 7-O-rutinoside Peak No (14)
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	15) Fig 15S. XIC chromatogram and MS2 spectrum of Eriodictyol 7-O-glucoside Peak No (15)
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	16) Fig 16S. XIC chromatogram and MS2 spectrum of Baicalein 7-O-glucuronide Peak No (16)
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	17) Fig 17S. XIC chromatogram and MS2 spectrum of Luteolin 7,3'-di-O-glucoside Peak No (17)
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	18) Fig 18S. XIC chromatogram and MS2 spectrum of Rhoifolin Peak No (18)
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	19) Fig 19S. XIC chromatogram and MS2 spectrum of Isosakuranetin 7-O-neohesperidoside Peak No (19)
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	20) Fig 20S. XIC chromatogram and MS2 spectrum of Eriodyctiol 7-O-neohesperidoside Peak No (20)
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	21) Fig 21S. XIC chromatogram and MS2 spectrum of Naringenin 7-O-glucoside Peak No (21)
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	22) Fig 22S. XIC chromatogram and MS2 spectrum of Kaempferol 7-neohesperidoside Peak No (22)





	[image: ]



	[image: ]

	23) Fig 23S. XIC chromatogram and MS2 spectrum of Myricitrin Peak No (23) 
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	24) Fig 24S. XIC chromatogram and MS2 spectrum of Quercetin 3,4'-O-di-β-glucopyranoside Peak No (24)
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	25) Fig 25S. XIC chromatogram and MS2 spectrum of Kaempferol 3-O-(6-p-coumaroyl)-glucoside   Peak No (25)
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	26) Fig 26S. XIC chromatogram and MS2 spectrum of Quercitrin    Peak No (26)  
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	27) Fig 27S. XIC chromatogram and MS2 spectrum of Kaempferol 3-O-α-L-rhamnoside Peak No (27)
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	28) Fig 28S. XIC chromatogram and MS2 spectrum of Kaempferol 3-glucuronide Peak No (28)
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	29) Fig 29S. XIC chromatogram and MS2 spectrum of Isorhamnetin 3-O-rutinoside Peak No (29)





	[image: ]



	[image: ]

	30) Fig 30S. XIC chromatogram and MS2 spectrum of Quercetin 3-D-xyloside Peak No (30)
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	31) Fig 31S. XIC chromatogram and MS2 spectrum of Isorhamnetin 3-O-glucoside Peak No (31)
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	32) Fig 32S. XIC chromatogram and MS2 spectrum of Daidzein 8-C-glucoside     Peak No (32)
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	33) Fig 33S. XIC chromatogram and MS2 spectrum of Delphinidin-3-O-(6''-O-α-rhamnopyranosyl-β-glucopyranoside Peak No (33)
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	34) Fig 34S. XIC chromatogram and MS2 spectrum of Peak No 3,4-Dihydroxybenzoic acid (34)





	[image: ]



	[image: ]

	35) Fig 35S. XIC chromatogram and MS2 spectrum of Chlorogenic acid Peak No (35) 





	[image: ]



	[image: ]

	36) Fig 36S. XIC chromatogram and MS2 spectrum of Homogenentisic acid Peak No (36)
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	37) Fig 37S. XIC chromatogram and MS2 spectrum of Rosmarinic acid Peak No (37)
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	38) Fig 38S. XIC chromatogram and MS2 spectrum of p-Hydroxybenzoic acid Peak No (38)
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	39) Fig 39S. XIC chromatogram and MS2 spectrum of 5-Methoxysalicylic acid Peak No (39)
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	40) Fig 40S. XIC chromatogram and MS2 spectrum of 3-(4-Hydroxyphenyl)prop-2-enoic acid Peak No (40)





	[image: ]



	[image: ]

	41) Fig 41S. XIC chromatogram and MS2 spectrum of 3,4-Dihydroxymandelic acid Peak No (41)
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	42) Fig 21S. XIC chromatogram and MS2 spectrum of Caffeic acid Peak No (42) 
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	43) Fig 43S. XIC chromatogram and MS2 spectrum of Sinapyl aldehyde Peak No (43)
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	44) Fig 44S. XIC chromatogram and MS2 spectrum of 1-O-β-D-Glucopyranosyl sinapate Peak No (44)


 

	[image: ]



	[image: ]

	45) Fig 45S. XIC chromatogram and MS2 spectrum of Scopoletin Peak No (45)
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	46)  Fig 46S. XIC chromatogram and MS2 spectrum of 6,7-Dihydroxycoumarin (Esculetin) Peak No (46)
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	47) Fig 47S. XIC chromatogram and MS2 spectrum of Esculin Peak No (47)
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	48) Fig 48S. XIC chromatogram and MS2 spectrum of 3-Hydroxy-3-methylglutaric acid Peak No (48)
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	49) Fig 49S. XIC chromatogram and MS2 spectrum of D-(+)-Malic acid Peak No (49) 
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	50) Fig 50S. XIC chromatogram and MS2 spectrum of Mucic acid Peak No (50) 
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	51) Fig 51S. XIC chromatogram and MS2 spectrum of D-(-)-Quinic acid Peak No (51)
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	52) Fig 52S. XIC chromatogram and MS2 spectrum of D-3-Phenyllactic acid Peak No (52)
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	53) Fig 53S. XIC chromatogram and MS2 spectrum of Hydroxy butyric acid Peak No (53)
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	54) Fig 54S. XIC chromatogram and MS2 spectrum of Citramalic acid Peak No (54)
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	55) Fig 55S. XIC chromatogram and MS2 spectrum of D-(+)-Galacturonic acid Peak No (55)
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	56) Fig 56S. XIC chromatogram and MS2 spectrum of 2-Isopropylmalic acid Peak No (56)
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	57) Fig 57S. XIC chromatogram and MS2 spectrum of Isocitric acid Peak No (57)
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	58) Fig 58S. XIC chromatogram and MS2 spectrum of 4-Pyridoxic acid Peak No (58)
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	59) Fig 59S. XIC chromatogram and MS2 spectrum of Suberic acid Peak No (59) 
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	60) Fig 60S. XIC chromatogram and MS2 spectrum of Cholic acid Peak No (60) 
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	61) Fig 61S. XIC chromatogram and MS2 spectrum of Inosine-5'-monophosphate Peak No (61)





	[image: ]



	[image: ]

	62) Fig 62S. XIC chromatogram and MS2 spectrum of Thymidine-5'-monophosphate       Peak No (62)
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	63) Fig 63S. XIC chromatogram and MS2 spectrum of Thymidine Peak No (63)
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	64) Fig 64S. XIC chromatogram and MS2 spectrum of Xanthosine-5'-monophosphate       Peak No (64)
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	65) Fig 65S. XIC chromatogram and MS2 spectrum of Uridine Peak No (65)
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	66) Fig 66S. XIC chromatogram and MS2 spectrum of Adenine Peak No (66)
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	67) Fig 67S. XIC chromatogram and MS2 spectrum of UDP-β-L-rhamnose Peak No (67)
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	68) Fig 68S. XIC chromatogram and MS2 spectrum of 2'-Deoxyuridine-5'-triphosphate sodium salt Peak No (68)
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	69) Fig 69S. XIC chromatogram and MS2 spectrum of 2'-Deoxyuridine-5'-monophosphate Peak No (69)
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	70) Fig 70S. XIC chromatogram and MS2 spectrum of 2'-Deoxyuridine Peak No (70)
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	71) Fig 71S. XIC chromatogram and MS2 spectrum of UDP-xylose Peak No (71) 
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	72) Fig 72S. XIC chromatogram and MS2 spectrum of Guanosine-5'-diphosphoglucose sodium salt Peak No (72)
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	73) Fig 73S. XIC chromatogram and MS2 spectrum of Isopentenyladenine Peak No (73) 





	[image: ]



	[image: ]

	74) Fig 74S. XIC chromatogram and MS2 spectrum of Uridine 5'-diphosphoglucuronic acid   Peak No (74)
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	75) Fig 75S. XIC chromatogram and MS2 spectrum of Riboflavin 5′-monophosphate sodium salt hydrate Peak No (75)
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	76) Fig 76S. XIC chromatogram and MS2 spectrum of Oxypurinol Peak No (76)
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	77) Fig 77S. XIC chromatogram and MS2 spectrum of Cytidine-3',5'-cyclicmonophosphate Peak No (77)
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	78) Fig 78S. XIC chromatogram and MS2 spectrum of N-Acetylaspartic acid Peak No (78)
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	79) Fig 79S. XIC chromatogram and MS2 spectrum of DL-Threo-β-methylaspartic acid Peak No (79)
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	80) Fig 80S. XIC chromatogram and MS2 spectrum of L-β-Homoisoleucine acid Peak No (80)






	[bookmark: _Hlk110037683][image: ]



	[image: ]

	81) Fig 81S. XIC chromatogram and MS2 spectrum of carnosine Peak No (81)
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	82) Fig 82S. XIC chromatogram and MS2 spectrum of Ketoisoleucine Peak No (82)
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	83) Fig 83S. XIC chromatogram and MS2 spectrum of L-5-Oxoproline    Peak No (83)   






	[image: ]



	[image: ]

	84) Fig 84S. XIC chromatogram and MS2 spectrum of Galactitol Peak No (84)
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	85) Fig 85S. XIC chromatogram and MS2 spectrum of D-(+)-Galactose Peak No (85)   
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	86) Fig 86S. XIC chromatogram and MS2 spectrum of Sucrose Peak No (86)   





	[image: ]



	[image: ]

	87) Fig 87S. XIC chromatogram and MS2 spectrum of α-L-(-)-Fucose 1-phosphate bis(cyclohexylammonium) salt Peak No (87)   
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	88) Fig 88S. XIC chromatogram and MS2 spectrum of 2-Propenyl glucosinolate  Peak No (88)






	[image: ]



	[image: ]

	89) Fig 89S. XIC chromatogram and MS2 spectrum of Sorbitol 6-phosphate Peak No (89)
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	90) Fig 90S. XIC chromatogram and MS2 spectrum of Gluconic acid Peak No (90)
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	91) Fig 91S. XIC chromatogram and MS2 spectrum of D-(+)-Trehalose Peak No (91)
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	92) Fig 92S. XIC chromatogram and MS2 spectrum of E-3,4,5'-Trihydroxy-3'-glucopyranosylstilbene Peak No (92)
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	93) Fig 93S. XIC chromatogram and MS2 spectrum of Sodium deoxycholate Peak No (93)
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	94) Fig 94S. XIC chromatogram and MS2 spectrum of 1-Myristoyl-2-hydroxy-sn-glycero-3-phosphate   Peak No (94)
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	95) Fig 95S. XIC chromatogram and MS2 spectrum of γ-Terpinene Peak No (95) 
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	96) Fig 96S. XIC chromatogram and MS2 spectrum of p-Nitrophenol Peak No (96) 
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	97) Fig 97S. XIC chromatogram and MS2 spectrum of Nystose Peak No (97) 
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	98) Fig 98S. XIC chromatogram and MS2 spectrum of Gibberelin A3 Peak No (98)
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	99) Fig 99S. XIC chromatogram and MS2 spectrum of Etidronic acid Peak No (99)
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 317.0545 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 445.1363 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000) from 4.547 min Precursor: 445.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 609.1481 Da


image50.emf
O

OH

O

O

HO

O

O

O

HO

OH

OH

OH

HO

OH

OH

HO



image500.emf
O

OH

O

O

HO

O

O

O

HO

OH

OH

OH

HO

OH

OH

HO



image51.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

5

7

.

0

)

609.1418

764.8165

463.1084 301.0437

609.2334

563.1544

Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 11, -TOF MS^2 (50 - 1000) from 4.966 min Precursor: 609.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 1.080 min Precursor: 317.1 Da


image520.emf
OH

O

O

HO

O

O

OH

HO O

O

OH

OH

OH

HO



image53.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

.

0

e

5

)

9.447

9.533

9.651

10.122

10.038

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 577.1909 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 13, -TOF MS^2 (50 - 1000) from 5.054 min Precursor: 577.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 593.2265 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 6.420 min Precursor: 593.2 Da


image4.emf
O

O

OH

OH

HO

O

OH


image58.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

5

1

2

5

.

4

)

7.269

7.576

12.774

7.682

3.285

9.326

11.509

8.194

7.981

6.338

11.583

4.882

5.923

12.601

1.308

9.306

11.706

9.233

8.667

3.124

10.609

13.040

1.429

2.785 4.618

5.968

1.185

4.557

1.222

14.147

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 595.1995 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 6, -TOF MS^2 (50 - 1000) from 7.263 min Precursor: 595.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 433.1153 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 7.747 min Precursor: 433.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 593.1895 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 11, -TOF MS^2 (50 - 1000) from 8.171 min Precursor: 593.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 463.0599 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000) from 1.154 min

Precursor: 463.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 625.1371 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 10, -TOF MS^2 (50 - 1000) from 5.659 min Precursor: 625.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 593.1532 Da


image74.emf
O

O

O

OH

O

OH

OH

HO

O

HO

OH

O

H

H

HO



image740.emf
O

O

O

OH

O

OH

OH

HO

O

HO

OH

O

H

H

HO



image75.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

3

9

2

.

0

)

593.1493

285.0407

284.0330

Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 6.918 min Precursor: 593.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 315.1106 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 447.0936 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 7.348 min

Precursor: 447.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 431.0990 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 8.065 min Precursor: 431.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 461.1075 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 5.099 min Precursor: 315.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 8.169 min Precursor: 461.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 623.2000 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 14, -TOF MS^2 (50 - 1000) from 8.257 min Precursor: 623.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 433.1486 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 8.291 min Precursor: 433.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 477.1834 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 17.061 min Precursor: 477.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 415.1576 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 5.445 min Precursor: 415.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 609.1476 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 6.468 min Precursor: 608.8 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 153.0150 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 1.213 min Precursor: 153.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 353.0869 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 10, -TOF MS^2 (50 - 1000) from 1.351 min Precursor: 353.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 167.0336 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 301.0332 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 2.738 min Precursor: 167.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 359.0984 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 3.599 min Precursor: 359.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 137.0236 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 9.580 min Precursor: 301.0 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 4.396 min Precursor: 137.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 167.0352 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 6.894 min Precursor: 167.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 299.0565 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 163.0514 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 1.434 min Precursor: 163.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 183.0318 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 4.853 min Precursor: 183.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000): 179.0335 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 8.583 min

Precursor: 179.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000): 207.0659 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 10.838 min

Precursor: 207.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 385.1147 Da


image131.emf
H

H

O

O

OH

O

O

O

OH

HO OH

OH



image1310.emf
H

H

O

O

OH

O

O

O

OH

HO OH

OH



image132.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

9

0

.

0

)

385.1124

248.9593

112.9858

180.9726

316.9483

265.0903

239.0545

272.9559

248.9111

340.9432 137.0246

209.0418

265.1130 248.1798

384.9331

Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 3.936 min Precursor: 385.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 191.0344 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 6.977 min

Precursor: 191.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 177.0179 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 7.489 min

Precursor: 177.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 339.2019 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 16.167 min Precursor: 339.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 161.0447 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 14.326 min Precursor: 299.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 1.017 min Precursor: 161.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 133.0134 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.078 min Precursor: 133.0 Da


image13.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

7

.

0

e

4

)

4.674

4.586

5.480

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 289.0699 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 209.0645 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.151 min Precursor: 209.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 191.0561 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 1.127 min Precursor: 191.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 165.0393 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 1.176 min Precursor: 165.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 103.0405 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.175 min Precursor: 103.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 147.0291 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 1.348 min Precursor: 147.0 Da


image1410.emf
O

OH

OH

OH

OH

HO


image163.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

8

3

0

.

4

)

1.346

1.469

1.540

1.139

1.086

1.649

9.148

1.716

8.884

10.740

11.846

8.095

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 193.0719 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 1.385 min Precursor: 193.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 175.0971 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.435 min Precursor: 175.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 190.9565 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.684 min Precursor: 191.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 182.0453 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 5.455 min Precursor: 289.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 2.091 min Precursor: 182.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 173.1160 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 4.272 min

Precursor: 173.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 407.1891 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000) from 6.687 min Precursor: 407.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 347.0618 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 11, -TOF MS^2 (50 - 1000) from 1.069 min Precursor: 347.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 321.0426 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 1.091 min Precursor: 321.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 241.1037 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 1.673 min Precursor: 241.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 363.0943 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 10, -TOF MS^2 (50 - 1000) from 1.413 min Precursor: 363.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 243.0615 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 6, -TOF MS^2 (50 - 1000) from 1.760 min Precursor: 243.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 271.0616 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 134.0462 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.784 min Precursor: 134.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 549.2001 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 10, -TOF MS^2 (50 - 1000) from 2.144 min Precursor: 549.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 467.1156 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 10.313 min Precursor: 271.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 6, -TOF MS^2 (50 - 1000) from 4.558 min Precursor: 467.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 307.1030 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 5.778 min Precursor: 307.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 269.1400 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 227.1273 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 6.403 min Precursor: 227.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 535.1783 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 10, -TOF MS^2 (50 - 1000) from 7.798 min Precursor: 535.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 604.2082 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 9.343 min Precursor: 604.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 202.0504 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 10.447 min Precursor: 202.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 579.2016 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 12.625 min Precursor: 579.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 455.1712 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 9.838 min Precursor: 455.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 151.0615 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 1.335 min Precursor: 151.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 304.1012 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 6, -TOF MS^2 (50 - 1000) from 1.536 min Precursor: 304.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 174.0578 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 6.685 min Precursor: 269.1 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 7.165 min Precursor: 174.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 146.0445 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.187 min Precursor: 146.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 285.0385 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 144.0463 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 8.167 min Precursor: 144.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 225.1138 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 5.925 min Precursor: 225.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 129.0176 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.322 min Precursor: 129.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 128.0347 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 1.162 min Precursor: 128.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 181.0709 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 1.249 min Precursor: 181.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 179.0546 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 1.298 min Precursor: 179.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 341.1081 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000) from 1.350 min Precursor: 341.1 Da


image259.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

1

4

3

7

.

0

)

1.427

1.756

1.820

1.602

1.148

1.263

9.482

17.104

1.650

11.739

21.629

11.931

14.852

8.100

11.361

1.027

15.335

0.013

23.258

23.053

14.948

12.849

16.573

1.977

11.150

4.728

25.377

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 243.0594 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 1.448 min Precursor: 243.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 358.0131 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 10.922 min Precursor: 285.0 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 1.487 min Precursor: 358.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 261.1310 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 4.007 min Precursor: 261.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 195.0329 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 6.525 min

Precursor: 195.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 341.0664 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 6, -TOF MS^2 (50 - 1000) from 7.576 min Precursor: 341.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 405.0976 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 14, -TOF MS^2 (50 - 1000) from 1.071 min Precursor: 405.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 391.1216 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 4.707 min Precursor: 391.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 381.1786 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 5.657 min Precursor: 381.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 135.0422 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 2, -TOF MS^2 (50 - 1000) from 6.695 min

Precursor: 135.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 138.0192 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 289.0722 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 8.338 min Precursor: 138.0 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 665.1770 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 9, -TOF MS^2 (50 - 1000) from 11.326 min Precursor: 665.2 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 4.633 min Precursor: 289.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 345.2051 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 4, -TOF MS^2 (50 - 1000) from 18.993 min Precursor: 345.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 205.1582 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 3, -TOF MS^2 (50 - 1000) from 20.064 min Precursor: 205.2 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 577.1329 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 7, -TOF MS^2 (50 - 1000) from 4.351 min Precursor: 577.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 611.1335 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 12, -TOF MS^2 (50 - 1000) from 1.155 min Precursor: 611.1 Da


image34.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

5

5

5

1

.

8

)

7.340

7.461

7.612

7.241

3.688

5.621

6.847

3.768

6.915

4.563

5.740

1.417

4.330

1.363

9.245

5.099

10.046

1.193

5.869

8.771

11.345

1.112

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 449.1079 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 5.568 min Precursor: 449.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 463.0890 Da


image39.emf
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

3

0

7

5

.

0

)

463.0861

300.0273

301.0367

354.9203

286.9369

218.9508

394.9157

Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 8, -TOF MS^2 (50 - 1000) from 6.601 min Precursor: 463.1 Da


image40.emf
OH

O

OH

O

O O

OH

OH

HO

OH

O

O

O

HO



image400.emf
OH

O

OH

O

O O

OH

OH

HO

OH

O

O

O

HO



image41.emf
1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Time, min

0%

5%

10%

15%

20%

25%

30%

35%

40%

45%

50%

55%

60%

65%

70%

75%

80%

85%

90%

95%

100%

%

 

I

n

t

e

n

s

i

t

y

 

(

o

f

 

2

5

9

4

.

2

)

1.428

1.185

1.209

9.494

16.201

1.100

14.383

10.812

15.862

10.250

16.513

XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 591.0759 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 11, -TOF MS^2 (50 - 1000) from 1.378 min Precursor: 591.1 Da
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XIC from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 1, -TOF MS (50 - 1000): 449.1075 Da
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Spectrum from IDA-NEG-211129-SM0156.wiff (sample 1) - IDA-NEG-211129-SM0156, Experiment 5, -TOF MS^2 (50 - 1000) from 3.666 min Precursor: 449.1 Da
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